Two independent but virtually identical molecules comprise the asymmetric unit of the title compound, C 16 H 14 ClN 3 . The molecules have a slightly curved shape owing to puckering in the six-membered C 4 N 2 ring; the respective dihedral angles formed between the benzene rings are 12.64 (7) and 11.72 (7) . In the crystal, layers sustained by a combination of N-HÁ Á ÁN hydrogen bonding as well as C-HÁ Á ÁN and C-HÁ Á Á contacts are formed; these stack along [011] and are connected by further C-HÁ Á Á contacts.
Related literature
For background to the synthesis and biological activity of the title compound, see: Rousselet et al. (1993) ; Ferreira et al. (2007) . For additional geometric analysis, see Cremer & Pople (1975) .
Experimental
Crystal data C 16 H 14 ClN 3 M r = 283.75 Triclinic, P1 a = 9.8636 (2) Å b = 10.7971 (2) Å c = 13.2387 (3) Å = 93.483 (1) = 100.391 (1) = 104.419 (1) V = 1334.81 (5) Å 3 Z = 4 Mo K radiation = 0.28 mm À1 T = 120 K 0.55 Â 0.25 Â 0.15 mm
Data collection
Nonius KappaCCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2007) T min = 0.885, T max = 1.000
27218 measured reflections 6102 independent reflections 5108 reflections with I > 2(I) R int = 0.037 Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.094 S = 1.02 6102 reflections 371 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.25 e Å À3 Á min = À0.37 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1, Cg2, Cg3 and Cg4 are the centroids of the N2,N3,C10,C11,C16, N5,N6,C26,C27,C32, C1-C6 and C17-C22 rings, respectively. Symmetry codes: (i) x þ 1; y; z; (ii) x À 1; y; z; (iii) x þ 1; y þ 1; z; (iv) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: COLLECT (Hooft, 1998) ; cell refinement: DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: PLATON (Spek, 2003) and publCIF (Westrip, 2010).
The use of the EPSRC X-ray crystallographic service at the University of Southampton, England, and the valuable assistance of the staff there is gratefully acknowledged. JLW acknowledges support from CAPES (Brazil). Fig. 1 . Reaction scheme for the synthesis of (I). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0188 (7) 0.0192 (7) 0.0193 (7) 0.0090 (5) −0.0001 (5) −0.0019 (5) C3 0.0149 (6) 0.0208 (7) 0.0183 (7) 0.0049 (5) 0.0041 (5) −0.0006 (5) C4 0.0130 (6) 0.0163 (6) 0.0150 (6) 0.0027 (5) 0.0007 (5) 0.0008 (5) C5 0.0143 (6) 0.0156 (6) 0.0146 (6) 0.0053 (5) 0.0012 (5) 0.0005 (5) supplementary materials sup-6 C6 0.0172 (6) 0.0181 (7) 0.0145 (6) 0.0050 (5) 0.0022 (5) 0.0020 (5) C7 0.0161 (6) 0.0191 (7) 0.0146 (6) 0.0060 (5) 0.0049 (5) 0.0036 (5) C8 0.0244 (7) 0.0202 (7) 0.0233 (7) 0.0074 (6) 0.0093 (6) 0.0092 (6) C9 0.0197 (7) 0.0350 (8) 0.0152 (7) 0.0100 (6) 0.0023 (6) −0.0010 (6) C10 0.0132 (6) 0.0155 (6) 0.0150 (6) 0.0031 (5) 0.0016 (5) 0.0022 (5) C11 0.0129 (6) 0.0169 (6) 0.0144 (6) 0.0042 (5) 0.0009 (5) 0.0006 (5) C12 0.0176 (7) 0.0190 (7) 0.0168 (7) 0.0052 (5) 0.0032 (5) 0.0040 (5) C13 0.0199 (7) 0.0276 (8) 0.0161 (7) 0.0052 (6) 0.0055 (5) 0.0038 (6) C14 0.0223 (7) 0.0258 (8) 0.0189 (7) 0.0093 (6) 0.0054 (6) −0.0033 (6) C15 0.0229 (7) 0.0175 (7) 0.0186 (7) 0.0085 (6) 0.0030 (6) −0.0015 (5) C16 0.0148 (6) 0.0170 (7) 0.0149 (6) 0.0040 (5) 0.0002 (5) 0.0005 (5) Cl2 0.0325 (2) 0.01460 (17) 0.0300 (2) −0.00067 (14) −0.00427 (16) 0.00690 (14) N4 0.0123 (5) 0.0167 (6) 0.0195 (6) 0.0039 (4) 0.0018 (5) 0.0055 (5) N5 0.0147 (5) 0.0141 (5) 0.0146 (5) 0.0028 (4) 0.0029 (4) 0.0019 (4) N6 0.0158 (5) 0.0138 (5) 0.0163 (6) 0.0007 (4) 0.0030 (4) 0.0004 (4) C17 0.0221 (7) 0.0139 (6) 0.0180 (7) 0.0032 (5) 0.0044 (5) 0.0026 (5) C18 0.0163 (7) 0.0179 (7) 0.0190 (7) 0.0001 (5) 0.0033 (5) −0.0002 (5) C19 0.0146 (6) 0.0196 (7) 0.0169 (7) 0.0049 (5) 0.0026 (5) 0.0016 (5) C20 0.0167 (6) 0.0157 (6) 0.0132 (6) 0.0063 (5) 0.0049 (5) 0.0014 (5) C21 0.0145 (6) 0.0143 (6) 0.0137 (6) 0.0026 (5) 0.0038 (5) 0.0007 (5) C22 0.0174 (7) 0.0173 (7) 0.0149 (6) 0.0045 (5) 0.0023 (5) 0.0022 (5) C23 0.0143 (6) 0.0167 (6) 0.0153 (6) 0.0034 (5) 0.0017 (5) 0.0034 (5) C24 0.0209 (7) 0.0175 (7) 0.0244 (7) 0.0050 (6) 0.0030 (6) 0.0080 (6) C25 0.0176 (7) 0.0295 (8) 0.0157 (7) 0.0046 (6) 0.0020 (5) 0.0004 (6) C26 0.0159 (6) 0.0143 (6) 0.0138 (6) 0.0051 (5) 0.0049 (5) 0.0024 (5) C27 0.0146 (6) 0.0157 (6) 0.0141 (6) 0.0043 (5) 0.0044 (5) 0.0010 (5) C28 0.0193 (7) 0.0176 (7) 0.0163 (7) 0.0060 (5) 0.0042 (5) 0.0021 (5) C29 0.0211 (7) 0.0247 (7) 0.0150 (7) 0.0096 (6) 0.0014 (5) 0.0004 (5) C30 0.0148 (6) 0.0242 (7) 0.0182 (7) 0.0034 (5) −0.0001 (5) −0.0046 (6) C31 0.0179 (7) 0.0158 (6) 0.0167 (7) 0.0012 (5) 0.0047 (5) −0.0033 (5) C32 0.0169 (6) 0.0160 (6) 0.0143 (6) 0.0045 (5) 0.0052 (5) 0.0005 (5) Geometric parameters (Å, °) 
